Keywords: nitro-substituted borazines, high energy materials, enthalpy of formation, , G4MP2, theoretical study Gas phase (298.15 K, 1 atm) (Table 1 ). In the current work, we employ the G4MP2 [2] and G4 [3] composite method levels of theory within Gaussian 09 (G09) [4] and apply the atomization energy approach in ref. [5, 6] to provide additional ∆ f H • (g) estimates at 298.15 K and 1 atm for these compounds. Singlet and triplet calculations were performed on all compounds; no triplet ground states were observed. G09 archive entries are provided in the Supplementary Materials for all compounds.
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